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Measures for Deter mining the Similarity o Chemical Finger print
and a Method of Evaluating the Measures

CHENG, Yi-Yu" CHEN, Mirdun WU, Yong-Jiang
(Ingtitute  Pharmaceutical Engineering, College d Materials Science & Chemical Enginesring,
Zhgiang University, Hangzhou 310027)

Abdract For determining dmilarity of chemicd fingerprint , smilarity measures were presented. A method
including three indexes (i. e. dadicity of peak number , honmostas s of proportion anmong peaks and honogtas's
o peak area) was proposed to eval uate the performance of the measures on different agpects. Acoording to the
three proposed indexes, gx different measures were evduated with chemical fingerprints Smulated by
computer.  The reaults indicated that codne of the ange is much suitable for assesing the fluctuation of
proportion between the peaks. The matching degree of peaks is very sendtive in detecting the variation of
number of small peaks. The Euclidean digance has preferable integra measurement capability. The actud
chemica fingerprints of Shenmai injection were used to check the correctness of the above conclugon from
smulation experiments, and the results showed it accordswith redlity. It could be concluded that the proposed
method could be used for sdlecting the measures for determining the smilarity of chemica fingerprint.
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Table 1 The evduation results of different dmilarity measures

Minkowsky

0.168 0.080 0.168 0.016 0.032 1.000 0.080 0. 000
0.798 0.653 0.803 1.000 0.973 0.000 0.535 0.455
0.991 0.991 0.99%4 0.000 0.000 0.000 1.000 1.000
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Figure 2 The chemicd fingerprints of Shenma injection
obtained from three batches 3
a—Abrormd product ; b ,c —ormd product ,
2 3 ,
Table 2 The smilarity of chemicd fingerprintsof Shenmai injection
obtained from three batches
0.980 0. 806 1.000
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Isopiesic Sudies d Synthetic Salt Lake Brine
Sygem L Nr KMgC-0,- H,O at 25 and

Applications o lon Interaction Mode
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Acta Chimica Sinica 2002, 60(11) , 2004

Do

n s
6 8 10

3 4 5 6 ) L
m/(mol-kg™") I/(mol'kg ")

The water activities and osotic codfficients were determined for the synthetic
interditid brine sygems o Yi Li-FAng and Dong Tai. <t lakes from diluted to
sturated concentrations & 25 . The thernodynamic properties were cormpared
between the two brines, a cause of formation of the differences in concentrations
was indicated. The cdculated osotic codficients and the saturation indices [In
(K7 K)] usng the extended iorrinteraction model agree with the experimenta
data in this work and with the resuts from the fidd observetion and the
evaporation- crydalization experiment reported.

Crydal Sructures and Spectroscopic and
Hectrochemical Properties o <chiff Base Cu
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Two Schiff base Cu( ) conplexes, [Cu( ) (L) 1AO, (1) , [Cu( )2(L2)-
(H0)2] (BR)2 (2) , were prepared and their gructure were determined by %
ray diffraction.
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a—Abnormal product; b,c—normal product

The measures for determining smilarity of chemica fingerprint were presented and
a method including three indexes was proposed to evduate their performance.
Fom the reslts of smulaion experiment and the invedigation o the actud
chemical fingerprint , it coud be concluded that the proposed method could be
used for sdlecting the smilarity measures.




